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Project Area Chemical Biology using bioactive natural products as specific ligands: identification of molecular targets and regulation of bioactivity
Project/Area Number 26102722
Research Category Grant-in-Aid for Scientific Research on Innovative Areas (Research in a proposed research area)
Allocation Type Single-year Grants
Review Section Science and Engineering
Research Institution Kanazawa University
Principal Investigator 齋藤 ⼤明   ⾦沢⼤学, 数物科学系, 助教 (40506820)
Project Period (FY) 2014-04-01 – 2016-03-31
Project Status Completed (Fiscal Year 2015)
Budget Amount *help ¥2,210,000 (Direct Cost: ¥1,700,000、Indirect Cost: ¥510,000)
Fiscal Year 2015: ¥1,040,000 (Direct Cost: ¥800,000、Indirect Cost: ¥240,000) 
Fiscal Year 2014: ¥1,170,000 (Direct Cost: ¥900,000、Indirect Cost: ¥270,000)
Keywords 分⼦動⼒学法 / 分⼦ドッキング / 結合⾃由エネルギー / 分⼦ドッキング法 / ⾃由エネルギー計算













Research Progress Status 27年度が最終年度であるため、記⼊しない。




2016[Journal Article] Decomposition analysis of free energy profile for Hsp90-ADP association 
2015[Journal Article] 分⼦ドッキング法を⽤いたリガンド結合構造予測と分⼦認識 
2015[Journal Article] NAMDを⽤いたタンパク質の分⼦動⼒学法 
2015[Journal Article] A hybrid type approach with MD and DFT calculations for evaluation of redox potential of molecules 
2015[Journal Article] NAMDを⽤いた分⼦動⼒学 
2014[Journal Article] Analysis of Water Molecules around GTP in Hras-GTP Complex and GDP in Hras-GDP Complex by Molecular Dynamics Simulations, 
2016[Presentation] Compounds screening by ensemble docking method: an application to Estrogen receptor 
2016[Presentation] Hras-GTP / GDP 系での GTP/GDP 周辺における⽔素結合の動的性質の分⼦動⼒学法による研究 
 
Search Research Projects How to Use
Published: 2014-04-04   Modified: 2018-03-28  
URL: https://kaken.nii.ac.jp/grant/KAKENHI-PUBLICLY-26102722/
2016[Presentation] In silico compound screening by ensemble-based docking: an application to Estrogen receptor 
2016[Presentation] Theoretical study on effective interaction between protein molecules 







2015[Presentation] Hras-GTP / GDP 系でのGTP/GDP周辺における⽔分⼦の動きの分⼦動⼒学法による研究 
2015[Presentation] Prediction of binding pose of estradiol to human estrogen receptor: identification of druggable pocket and ensemble-based docking 
2015[Presentation] Role of water molecules for association of Hsp90 and ADP 
2015[Presentation] Prediction of binding pose of estradiol to human estrogen receptor: identification of druggable pocket and ensemble-based docking 
2015[Presentation] Computation of redox potential of molecules by energy representation method 
2015[Presentation] Prediction of Solvation Free Energy of Proteins: Molecular Dynamics Simulation and QSPR Model Approach 
2015[Presentation] Exploring an accurate ligand-binding pose: ensemble-based docking study 
2014[Presentation] ⽔溶媒中の Hras-GTP 複合体の溶媒⽔との⽔素結合の解析 
2014[Presentation] ⽔溶液中の粒⼦間に働く⼒の粒⼦サイズ依存性 
2014[Presentation] フレキシブルレセプターモデルを⽤いた分⼦ドッキング 
2014[Presentation] Development of molecular docking method with flexible ligand/receptor model 
2014[Presentation] Thermal Stability of Gramicidin A in Lipid Bilayer: A Free Energy Analysis 
2014[Presentation] Molecular docking study of structure and binding energy of ligand-protein complex in dissociation process 
2014[Presentation] Theoretical study of distribution of ADP in binding pocket of Hsp90 
2014[Presentation] フレキシブルモデルを⽤いた分⼦ドッキング法の開発 




2014[Presentation] タンパク質間の解離過程における ⾃由エネルギー地形に関する理論的研究 
2014[Presentation] Hras-GTP の GTP 周辺での溶媒⽔と複合体の⽔素結合の分⼦動⼒学法による研究 
2014[Presentation] Molecular docking study of protein-ligand system 
